Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.041; wR factor = 0.108; data-to-parameter ratio = 12.9.
Related literature
For the pharmacological properties of isatine-thiosemicarbazone derivatives, including the title compound, against cruzain, falcipain-2 and rhodesain, see: Chiyanzu et al. (2003) . For the synthesis of 5-nitroisatine-3-thiosemicarbazone, see: Campaigne & Archer (1952) . For an example of a similar structure, 5-bromoisatin-thiosemicarbazone, see: Pederzolli et al. (2011). Experimental Crystal data C 9 H 7 N 5 O 3 S M r = 265.26 Monoclinic, P2 1 =c a = 5.2112 (2) Å b = 15.5354 (5) Å c = 13.8711 (5) Å = 105.855 (2) V = 1080.25 (7) Å 3 Z = 4 Mo K radiation = 0.31 mm À1 T = 293 K 0.08 Â 0.07 Â 0.03 mm
Data collection
Nonius KappaCCD diffractometer Absorption correction: analytical (Alcock, 1970) T min = 0.966, T max = 0.983 15688 measured reflections 2469 independent reflections 1646 reflections with I > 2(I) R int = 0.055 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.108 S = 1.02 2469 reflections
parameters
All H-atom parameters refined Á max = 0.18 e Å À3 Á min = À0.27 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (18) 170 (2) Symmetry codes: (i) Àx À 1; y À 1 2 ; Àz þ 1 2 ; (ii) Àx þ 1; Ày; Àz þ 1; (iii) Àx À 1; y þ 1 2 ; Àz þ 1 2 .
Data collection: COLLECT (Nonius, 1998) ; cell refinement: DENZO and SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: DENZO and SCALEPACK; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . (Chiyanzu et al., 2003) . As part of our study of thiosemicarbazone derivatives, we report herein the crystal structure of 5-nitroisatin-3-thiosemicarbazone. In the title compound ( Fig. 1) , the 5-nitroisain-3-thiosemicarbazone unit is planar and the maximal deviation from the least squares plane through all 18 non-hydrogen atoms is observed for N5 (0.135 (2) Å). The best plane through the thiosemicarbazide group (maximal deviation of 0.029 (2) Å for N4) makes an angle of 5.91 (8)° with the best plane through the isatine group (maximal deviation of 0.008 (2) Å for atoms C2, C4, C7). The nitro group is coplanar with the isatine ring (O2-N2-C5-C6 -0.7°). The bond angles suggest sp 2 hybridization for the C and N atoms and explain the planarity of the title compound. The crystal packing is stabilized by intermolecular N-H···O and N-H···S (Table 1; N5-H6···O1 i , N5-H7···O2 ii , N1-H4···S iii ) and intramolecular N-H···O1 bonds (Table 1 ; N4-H5···O1), building a two-dimensional H-bonded network (Fig. 2) . The crystal packing is also stabilised by aromatic π-π-interactions between the isatine-thiosemicarbazone derivative molecules. The idealized plane through all 18 non-hydrogen atoms of adjacent molecules have an interplanar distance of 3.3214 (9) Å and are parallel. Symmetry codes:
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(i) -x-1, y-1/2, -z+1/2; (ii) -x+1, -y, -z+1; (iii) -x-1, y+1/2, -z+1/2.
Experimental
Starting materials were commercially available and were used without further purification. The synthesis was adapted from a procedure reported previously (Campaigne & Archer, 1952) . The hydrochloric acid catalyzed reaction of 5-nitroisatin (5,2 mmol) and thiosemicarbazide (5,2 mmol) in ethanol (60 ml) was refluxed for 6 h. After cooling and filtering, crystals suitable for X-ray diffraction were obtained.
Refinement
All hydrogen atoms were localized in a difference density Fourier map. Their positions and isotropic displacement parameters were refined. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) ( 
